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Example TD-DFT Calculation Input Parameters:
! PBE0





* xyzfile -2 1 guess.xyz
$new_job













Example of EOM-CCSD calculation






 nroots 9 




* xyz -2 1 
 Ni 0 0 0
 C 1.87 0 0
 C -1.87 0 0
 C 0 1.87 0
 C 0 -1.87 0
 N 3.03 0 0
 N -3.03 0 0
 N 0 3.03 0
 N 0 -3.03 0
*
Example of CASSCF calculation















  d4tpre 1e-8
 end
end
* xyz -2 1 
 Ni 0 0 0
 C 1.87 0 0
 C -1.87 0 0
 C 0 1.87 0
 C 0 -1.87 0
 N 3.03 0 0
 N -3.03 0 0
 N 0 3.03 0
 N 0 -3.03 0
*
